Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.003 Å; R factor = 0.032; wR factor = 0.092; data-to-parameter ratio = 9.0.
Refinement R[F 2 > 2(F 2 )] = 0.032 wR(F 2 ) = 0.092 S = 1.06 2059 reflections 230 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.12 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (2) 3.0069 (19) 159 (3) Symmetry code: (i) Àx þ 1 2 ; y þ 1 2 ; z À 1 2 .
Data collection: CrysAlis PRO (Oxford Diffraction, 2009); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: PLATON (Spek, 2009).
R. Archana, R. Anbazhagan, K. R. Sankaran, A. Thiruvalluvar and R. J. Butcher
Comment
The title compound is an unsymmetrical indole azine derived from benzophenone, indole-3-carboxaldehyde and hydrazine. Glaser et al., (1995) have reported the crystal structures of some aromatic azines. Lin et al., (2001) have reported heterocyclic aldehyde azines. Rizal et al., (2008) have reported the crystal structure of symmetrical 1H-Indole-3-carbaldehyde azine.
Herein, we report the crystal structure of the title compound.
In the title molecule (Scheme I, Fig. 1 ), C 22 H 17 N 3 , the 1H-indole unit is almost planar, as the pyrrole ring makes a dihedral angle of 0.95 (10)° with the fused benzene ring. The r.m.s. deviation of a mean plane fitted through all non hydrogen atoms of the indole unit is 0.0096 Å; C3 deviates from this plane by 0.015 (1) Å. The dihedral angle between the two phenyl rings of the diphenylmethylene residue is 65.09 (10)°. The crystal structure is stabilized by intermolecular N1-H1···N2(1/2 -x, 1/2 + y, -1/2 + z) hydrogen bond forming an infinite one-dimensional chain in the b-axis direction (Fig. 2 ).
Experimental
The compound was prepared in accord with literature precedents Fleming & Harley-Mason (1961) . The mixture of benzophenone hydrazone (1.96 g, 0.01 mol) and indole-3-carboxaldehyde (2.55 g, 0.01 mol) in ethanol was refluxed for 2 h. The mixture was cooled to room temperature over night. The solid obtained was separated, dried and then recrystallized from absolute ethanol. The yield of isolated product was (1.76 g, 79%).
Refinement
Owing to the absence of any anamalous scatterers in the molecule, Friedel pairs were merged. The absolute structure in the model was chosen arbitrarily. The N-bound H1 atom was located in a difference Fourier map, and was freely refined.
Remaining H atoms were positioned geometrically and allowed to ride on their parent atoms, with C-H = 0.93 Å. U iso (H) = 1.2U eq (C). (7) 0.0010 (4) −0.0022 (6) 0.0012 (6) N3 0.0535 (5) 0.0425 (5) 0.0689 (8) −0.0018 (4) 0.0006 (5) 0.0014 (6) C1 0.0501 (6) 0.0493 (6) 0.0751 (10) 0.0016 (5) 0.0050 (7) −0.0012 (7) C2 0.0642 (8) 0.0578 (8) 0.0856 (11) −0.0070 (6) 0.0161 (9) −0.0013 (9) C3 0.0483 (6) 0.0514 (7) 0.0737 (9) −0.0034 (5) 0.0032 (7) 0.0006 (7) C4 0.0556 (7) 0.0622 (8) 0.0731 (10) −0.0023 (6) 0.0038 (8) −0.0011 (8) C5
0.0673 (9) 0.0766 (10) 0.0894 (14) 0.0047 (8) 0.0079 (9) −0.0178 (10) C6 0.0784 (10) 0.0573 (8) 0.1025 (16) 0.0033 (7) −0.0065 (11) −0.0201 (10) C7 0.0747 (9) 0.0509 (7) 0.0877 (12) −0.0090 (7) −0.0107 (10) −0.0036 (8) C8
0.0535 (6) 0.0529 (7) 0.0697 (9) −0.0084 (5) −0.0072 (7) 0.0002 (7) C9 0.0445 (6) 0.0507 (6) 0.0668 (9) −0.0037 (5) −0.0064 (6) −0.0003 (7) C10 0.0535 (6) 0.0432 (5) 0.0562 (7) −0.0007 (5) −0.0090 (6) 0.0058 (6) C11 0.0620 (7) 0.0449 (6) 0.0660 (8) −0.0027 (5) −0.0177 (7) 0.0019 ( 0.0786 (10) 0.0512 (7) 0.0833 (11) −0.0120 (7) −0.0120 (10) 0.0077 (8) C21 0.0551 (7) 0.0453 (6) 0.0535 (7) −0.0041 (5) −0.0037 (6) 0.0089 (5) supplementary materials sup-5 C22 0.0557 (7) 0.0612 (7) 0.0658 (8) −0.0039 (6) −0.0070 (7) 0.0032 (8) C23 0.0559 (7) 0.0787 (10) 0.0837 (12) 0.0040 (7) −0.0001 (9) 0.0088 (10) C24 0.0738 (10) 0.0731 (9) 0.0737 (11) 0.0080 (8) 0.0134 (9) 0.0029 (9) C25 0.0808 (10) 0.0693 (9) 0.0557 (8) −0.0044 (8) 0.0030 (8) −0.0016 (8) C26 0.0596 (7) 0.0627 (8) 0.0556 (7) −0.0049 (6) −0.0055 (6) 0.0036 (7) Geometric parameters (Å, °) 
